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Lipids and lipid-like molecules | 2,265 780
Phenylpropanoids and polyketides 1,074 380
Organoheterocyclic compounds 1,102 440
Benzenoids 2,801 753 287
Organic acids and derivatives 1,983 378 259
Organic oxygen compounds 1,880 295 114
Alkaloids and derivatives 1,143 294 156
Lignans, neolignans and related compounds 783 159 95
Organic nitrogen compounds 123 39 23
Nucleosides, nucleotides, and analogues 122 51 35
Organohalogen compounds 58 12 5
Organosulfur compounds 52 17 9
Hydrocarbons 50 6
Organic Polymers 33 11 1
Hydrocarbon derivatives 23 10 10
Organic 1,3-dipolar compounds 9 2 0
Organometallic compounds 4 1 0
Acetylides 3 0 0]

Supplementary Table S1. Distribution of NPs in each chemical superclass. NPs are classified
based on ClassyFire chemical taxonomy. Gradient red color indicates relative number of NPs
in each superclass. Green bars indicate percentage of active/potent NPs in each superclass
(full-filled bar in the cell is 100%).

*Given biological activities of NPs are measured against multiple types of targets (e.g.
proteins, microorganisms, cell lines), potent NPs are tentatively defined as that a NP has
activity values (IC50/EC50/Ki/MIC50/GI50/AC50/Potency) of <= 500 nM against any protein
targets or <= 1uM against any microorganism or cell line targets. While corresponding
cutoffs of active NPs are tentatively defined as 500 nM < activity values <= 5uM or 1uM <
activity values <= 10uM against each type of targets, respectively.

No. of potent NPs

Viridiplantae , 16,431 | 21,338 4,780 1,736

Metazoa 2,500 8,741 2,170 1,090
Fungi 2,112 6,746 1,740 691
Bacteria 1,671 4,483 1,303 711
Eukaryota 478 2,867 765 338
Archaea 13 137 47 20
Unclassified 1,689 5,963 1,639 765

Supplementary Table S2. Distribution of NPs in each source kingdom or super-kingdom.
Gradient red color indicates relative number of source species or NPs in each category.
Green bars indicate percentage of active/potent NPs in each category (full-filled bar in the
cell is 100%). *The same definition described in Table S1.



No. of unique NPs No. of unique NP-Species pairs

Manually curated from Publications 24,927 =
UNPD | 5,824

TCMID 4,715 ] 15,782
TM-MC 3,693 = 26,568

From Existing Databases TCMSP \ 3,001 & 14,530
TCM_Taiwan | 2,597 1 7,227

HerDing | 1,537 1 6,855

StreptomeDB | 798 | 1,736

Supplementary Table S3. Data sources of source species of NPs. Manual inspection of
publications contributed to source species annotation of most NPs. While the UNPD
database contributed to most annotated NP-Species pairs. The source species of a specific
NP may be annotated from multiple sources simultaneously. Green bars indicate
percentage of NPs from each data source, while red bars show percentage of NP-Species
pairs from each data source (full-filled bar in the cell is 100%).




